Data to support study of Supramolecular Iron Metallocubanes Exhibiting Site-Selective Thermal and Light-Induced Spin-Crossover by Halcrow, Malcolm A et al.
This dataset contains:
Analytical characterisation of the new complexes (CHN microanalysis).
1H and 13C NMR spectra of the new organic ligands (raw data).
Paramagnetic 1H NMR spectra of the iron complexes (raw data).
Electrospray mass spectra (plotted spectra).
X-ray Crystallographic data:
 Structure of HL1 (CCDC 1861171).
 Structure of HL2 (CCDC 1938350).
 Structure of 1·6MeCN at 100 K (CCDC 1861172).
 Structure of 1·6MeCN at 150 K (CCDC 1861173).
 Structure of 1·6MeCN at 200 K (CCDC 1861174).
 Structure of 1·6MeCN at 250 K (CCDC 1861175).
 Structure of 2·xMeCN·yEt2O at 125 K (CCDC 1938349).
 Structure of 2·xMeCN·yEt2O at 200 K (CCDC 1938353).
 Structure of 2·xMeCN·yEt2O at 250 K (CCDC 1938352).
 Structure of 3 (CCDC 1861176).
 Structure of 4 (CCDC 1938351).
 Structure of 5·H2O (CCDC 1861177).
Solid state magnetic susceptibility measurements (raw and processed data).
Solution magnetic susceptibility measurements (raw NMR spectra and processed data)
X-ray powder diffraction data (measured and simulated).
Mössbauer spectra in this study were run at the Technical University of Kaiserslautern,
and those data should be obtained from there (contact Prof Dr V. Schünemann,
schuene@physik.uni-kl.de)
Photomagnetic and diffuse reflectance data in this study were measured at the CNRS
ICMCB institute, Bordeaux, France. Those data should be obtained from there (contact
Dr G. Chastanet, guillaume.chastanet@icmcb.cnrs.fr).
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Complexes employed in this study (continued)
